Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.066; wR factor = 0.123; data-to-parameter ratio = 54.9.
The title compound, C 22 H 30 BrNO, is an alkoxyamine compound, an effective initiator in nitroxide-mediated free radical polymerization. It was prepared as a mixture of two diasteromers; the crystal for the X-ray analysis showed one of these as a pair of R,S and S,R enantiomers. The tert-butyl and isopropyl groups are in an almost anti conformation in the crystal [C-N-C-C torsion angle = À168.8 (1) ], and the methyl group of the ethoxy group is in an approximate anti relationship to the tert-butyl group. The dihedral angle between the phenyl and benzene rings is 33.12 (7) . The Br atom is disordered over two positions, with occupancies of 0.9139 (16) and 0.0861 (16) . In the crystal, weak C-HÁ Á ÁBr contacts link the molecules into chains along [110] .
Related literature
For the use of TIPNO-based alkoxyamine in polymer synthesis (TIPNO = 2,2,5-trimethyl-4-phenyl-3-azahexane-3-nitroxide), see: Benoit et al. (1999) . For the synthesis of the title compound, see: Kaul et al. (2010) . For the use of the title compound in block copolymer synthesis, see: Richard et al. (2008) ; Kaul et al. (2010) ; Stalmach et al. (2001) ; van der Veen et al. (2004) ; Widin et al. (2013) . For properties of alkoxyamines, see: Benoit et al. (1999) ; Wetter et al. (2004) ; Rodlert et al. (2000) ; Nilsen & Braslau (2006) . For synthesis of 1-(4bromophenyl) ethylbromide, see: Kodama et al. (2011) ; Thompson et al. (2011) . For standard bond lengths, see: Allen et al. (1987) (Agilent, 2012) , based on expressions derived by Clark & Reid (1995) ] T min = 0.375, T max = 0.888 23820 measured reflections 13014 independent reflections 7448 reflections with I > 2(I) R int = 0.040 Refinement R[F 2 > 2(F 2 )] = 0.066 wR(F 2 ) = 0.123 S = 1.08 13014 reflections 237 parameters 14 restraints H-atom parameters constrained Á max = 0.71 e Å À3 Á min = À0.78 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 
3-[1-(4-Bromophenyl

Comment
Nitroxide-mediated radical polymerization (NMRP) has been widely used for polymer and block copolymer synthesis, with controlled molecular weight, polydispersity, and end group functionality, and with relatively mild conditions (Benoit et al., 1999; Wetter et al., 2004) . In NMRP, an alkoxyamine is used to initiate and mediate polymerization. The C-O bond of an alkoxyamine is stable to normal purification and handling procedures as well as variety of reaction conditions (Rodlert et al., 2000) . However, under appropriate conditions, homolysis of the C-O bond occurs, giving a (relatively stable) nitroxide radical and carbon radical which can initiate radical polymerization. The nitroxides are kinetically persistent radicals, and act as reversible traps for the less stable radical intermediates in the polymerization (Nilsen & Braslau, 2006) .
Alkoxyamines based on 2,2,5-trimethyl-4-phenyl-3-azahexane-3-nitroxide (TIPNO) have been widely used as initiators/mediators to synthesize a variety of linear polymers and block copolymers (van der Veen et al., 2004; Widin et al., 2013) . In particular, alkoxyamine 2 (X = H), was found to be especially useful in NMRP (Benoit et al., 1999) . The title compound, bromo analog 1 (X = Br) was developed so that 2 could be attached to a polymer, to give a macroinitiator for block copolymer synthesis (Stalmach et al., 2001) . It has been used successfully in a number of block copolymer synthesis including polystyrene-b-poly (3-hexyl thiophene) (PS-P3HT) (Kaul et al., 2010) , poly (phenylene vinylene)b-poly (butylacrylate) (PPV-b-PBA) (Stalmach et al., 2001) , and poly(3-hexylthiophene)-b-poly(butylacrylate-statchloromethylstyrene)-C60 [P(BA-stat-CMS)]-C60 (Richard et al., 2008) .
The title compound was prepared as a mixture of two diastereomers in nearly equal amounts, as can be seen by the NMR spectrum ( Figure 3 ). The crystal for the X-ray analysis showed one of the diastereomers, a pair of R,S and S,R (at C7 and C13) enantiomers. The tert-butyl group and isopropyl group are in a nearly anti conformation in the crystal (dihedral angle C9, N1, C13, C14 = -168.8 (1)°). The C-Me bond (C7, C8) and N-tert-Bu bond (N1, C9) are in an anti relationship (C8, C7, N1, C9 = 172.3 (1)°), and the C-Me bond (C7, C8) and C-isopropyl bond (C13, C14) are in a syn relationship (C8, C7, C13, C14 = 4.6 (1) degrees). The dihedral angle between the planes of the phenyl groups is 33.12 (7)°.
The bromine atom was disordered over two positions with occupancies of 0.9139 (16) and 0.0961 (16). The central N is pyramidal and all the bond lengths and angles are in the normal ranges (Allen et al., 1987) . There are weak C-H···Br intermolecular contacts which link the molecules into chains in the [-1 1 0] direction.
Experimental
(a) 1-(4-Bromophenyl)ethylbromide
1-(4-Bromophenyl)ethylbromide was synthesized according to previously reported procedures. 4-Bromoacetophenone was reduced to 1-(4-bromophenyl)ethanol by sodium borohydride (Kodama et al., 2011) , and the product was treated with PBr 3 using a procedure of Thompson (Thompson et al., 2011) . 1-(4-Bromophenyl)ethylbromide (Kaul et al., 2010) supplementary materials sup-2 Acta Cryst. (2013). E69, o1792-o1793 was obtained as colorless liquid in 70% overall yield.
(b) 2,2,5-Trimethyl-(1′-p-bromophenylethoxy)-4-phenyl-3-αzahexane (1)
2,2,5-Trimethyl-(1′-p-bromophenylethoxy)-4-phenyl-3-azahexane was synthesized according to a previously reported method [Kaul et al., 2010] with a modification of the time and temperature. Synthesized 1-(4-bromophenyl) ethylbromide and commercially available 2,2,5-trimethyl-4-phenyl-3-azahexane-3-nitroxide (TIPNO) were reacted in the presence of CuBr and N,N,N′\′,N′,N′′-pentamethyldiethylenetriamine (PMDETA) in toluene at 75 o C for 17 hr to form the title compound (1), 2,2,5-trimethyl-(1′-p-bromophenylethoxy)-4-phenyl-3-azahexane, in 80% yield as a viscous colorless oil which slowly crystallized in the refrigerator. The synthesized compound was characterized by 1 H NMR and its crystal structure was determined by X-ray crystallography. The 1 H NMR spectrum (Figure 3) showed the presence of two diastereomers in nearly equal amounts, and was in agreement with the published spectrum (Kaul et al., 2010) . A crystal was taken for X-ray crystallography. 
Refinement
Carbon-bonded hydrogen atoms were included in idealized positions and set to ride on the parent atoms. The bromine atom was disordered over two positions with occupancies of 0.9139 (16) and 0.0961 (16).
Computing details
Data collection: CrysAlis PRO (Agilent, 2012) ; cell refinement: CrysAlis PRO (Agilent, 2012) ; data reduction: CrysAlis PRO (Agilent, 2012) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0048 (7) 0.0008 (6) 0.0089 (6) C12 0.0206 (6) 0.0255 (7) 0.0342 (7) −0.0038 (5) 0.0018 (5) −0.0030 (6) C13 0.0181 (5) 0.0182 (5) 0.0200 (5) 0.0024 (4) −0.0036 (4) −0.0023 (4) C14 0.0165 (5) 0.0248 (6) 0.0208 (6) 0.0017 (5) −0.0024 (4) −0.0032 (5) C15 0.0188 (5) 0.0360 (8) 0.0281 (7) 0.0005 (5) −0.0060 (5) −0.0057 (6) C16 0.0221 (6) 0.0413 (9) 0.0260 (7) 0.0020 (6) −0.0001 (5) −0.0110 (6) C17 0.0179 (5) 0.0213 (6) 0.0209 (6) −0.0003 (5) −0.0012 (4) −0.0039 (4) C18 0.0334 (7) 0.0221 (6) 0.0289 (7) −0.0010 (6) −0.0047 (6) −0.0042 (5) C19 0.0455 (9) 0.0276 (8) 0.0352 (8) −0.0129 (7) −0.0048 (7) −0.0080 (6) C20 0.0352 (8) 0.0463 (10) 0.0315 (8) −0.0160 (7) −0.0075 (6) −0.0078 (7) C21 0.0232 (6) 0.0421 (9) 0.0253 (7) −0.0041 (6) −0.0067 (5) −0.0032 (6) C22 0.0206 (5) 0.0266 (7) 0.0222 (6) 0.0001 (5) −0.0031 (5) −0.0035 (5) Geometric parameters (Å, º) 
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